1 Overall quality at a glance i ○
The following experimental techniques were used to determine the structure:
SOLUTION NMR
The overall completeness of chemical shifts assignment is 26%.
Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in the following graphic. The table shows the number of entries on which the scores are based. The table below summarises the geometric issues observed across the polymeric chains and their fit to the experimental data. The red, orange, yellow and green segments indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A cyan segment indicates the fraction of residues that are not part of the well-defined cores, and a grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
Metric
Mol Chain Length Quality of chain 3 Entry composition i ○ There are 3 unique types of molecules in this entry. The entry contains 2788 atoms, of which 473 are hydrogens and 0 are deuteriums.
• Molecule 1 is a protein called Matrix metalloproteinase-14. These plots are provided for all protein, RNA and DNA chains in the entry. The first graphic is the same as shown in the summary in section 1 of this report. The second graphic shows the sequence where residues are colour-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive residues without any outliers are shown as green connectors. Residues which are classified as ill-defined in the NMR ensemble, are shown in cyan with an underline colour-coded according to the previous scheme. Residues which were present in the experimental sample, but not modelled in the final structure are shown in grey.
Mol Chain Residues
• Molecule 1: Matrix metalloproteinase-14
Chain A: R343  Q359  T370  D376  W388  P400  G407  T412  A417  F438  N439  E440  S447  E457  R464  S470  Y497  P498  D504  G511 • Molecule 2: THP_L_and_M_chain Chain B:
• Molecule 2: THP_L_and_M_chain Chain C:
• Molecule 3: THP_T_chain Chain D:
Scores per residue for each member of the ensemble
Colouring as in section 4.1 above. P316  N317  D320  K337  W342  R345  N346  N347  Q359  L364  P365  T370  R374  K375  D376  G384  W388  E392  P400  G407  T412  D413  K414  A417  F438  N439  E440  R464  S470  N481  L491  Y497  P498  L502  R503  D504  G511 • Molecule 2: THP_L_and_M_chain Chain B:
• P316  G352  Y353  P354  Q359  L364  P365  T370  D376  K383  W388  E392  G407  T412  A417  K434  F438  S447  P450  R464  S470  Y483  Y497  P498  D504  G511 • Molecule 2: THP_L_and_M_chain Chain B:
• Molecule 2: THP_L_and_M_chain Chain C : G100  P101  P102  P105  G106  P107  P108  P123  P126  P129  P132  P135 • Molecule 3: THP_T_chain Chain D :   G200  P201  P202  P205  P208  I213  P223  P226  P229  G230  P231  P232 4.2.3 Score per residue for model 3
Chain A: R330  R343  V344  R345  N346  N347  M350  Q359  N369  T370  D376  K383  W388  S394  G407  T412  D413  K414  A417  F438  E457  Y497  P498  D504  S510  G511 • Molecule 2: THP_L_and_M_chain Chain B:
4.2.4 Score per residue for model 4
Chain A:
• Molecule 2: THP_L_and_M_chain Chain B:
4.2.5 Score per residue for model 5
4.2.6 Score per residue for model 6
4.2.7 Score per residue for model 7
Chain A: W342  R343  Q359  S367  T370  R374  K375  D376  G377  K378  W388  D391  P400  K401  H402  I403  K404  T412  A417  E440  E441  L442  S447  E448  Y449  P450  W456  E457  R464  D471  F486  Y497  P498  G511 • Molecule 2: THP_L_and_M_chain Chain B:
4.2.8 Score per residue for model 8
4.2.9 Score per residue for model 9
• Molecule 1: Matrix metalloproteinase-14 2MQS
Chain A :   P316  N322  K337  W342  R343  N347  Q359  L364  P365  T370  K375  D376  H402  E405  T412  A417  W421  N424  Y428  E440  E457  S470  K482  Y497  P498  D504  W505  G511 • Molecule 2: THP_L_and_M_chain Chain B:
4.2.10 Score per residue for model 10
Chain A: K337  W342  R343  D351  G352  Y353  P354  Q359  S367  T370  K378  G384  W388  D391  E396  Y399  P400  R408  T412  D413  K414  A417  F430  S447  E448  P463  S470  D471  D504  G511 • Molecule 2: THP_L_and_M_chain Chain B:
• Molecule 3: THP_T_chain 2MQS
Chain D:
4.2.11 Score per residue for model 11
4.2.12 Score per residue for model 12
Chain A :   P316  R330  R343  D351  N369  T370  D376  G377  K378  F379  K383  W388  D391  P400  G407  T412  A417  W421  N424  Y428  Y436  R437  F438  V445  D446  S447  I453  E457  E461  E494  Y497  P498  G511 • Molecule 2: THP_L_and_M_chain Chain B:
4.2.13 Score per residue for model 13
Chain A: K337  W342  R343  Q348  Q359  L364  P365  N369  T370  D376  W388  E392  P400  G407  T412  Y435  F438  D446  S447  E448  Y449  E457  S470  D471  K492  Y497  P498  K499  S500  G511 • Molecule 2: THP_L_and_M_chain Chain B:
4.2.14 Score per residue for model 14
Chain A :   P316  N317  D320  K337  W342  Y353  P354  M355  D376  K404  N433  E440  E441  L442  D446  S447  E448  K451  N452  I453  K454  E457  E461  R464  K492  Y497  P498  D504  G511 • Molecule 2: THP_L_and_M_chain Chain B:
• P316  K337  W342  R343  V344  R345  M350  R362  T370  A371  Y372  D376  V380  K383  W388  E392  E396  Y399  P400  K401  H402  I403  K404  E405  L406  G407  T412  A417  T427  Y435  F438  K451  R464  S470  W484  P498  A501 W505 G511
5 Refinement protocol and experimental data overview i ○
The models were refined using the following method: simulated annealing.
Of the 200 calculated structures, 15 were deposited, based on the following criterion: structures with the lowest energy.
The following table shows the software used for structure solution, optimisation and refinement.
Software name Classification Version HADDOCK refinement
The following No validations of the models with respect to experimental NMR restraints is performed at this time.
6 Model quality i ○
Standard geometry i ○
Bond lengths and bond angles in the following residue types are not validated in this section: HYP There are no covalent bond-length or bond-angle outliers.
There are no bond-length outliers.
There are no bond-angle outliers.
There are no chirality outliers.
There are no planarity outliers.
Too-close contacts i ○
In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms and hydrogen atoms in each chain respectively. The H(added) column lists the number of hydrogen atoms added and optimized by MolProbity. The Clashes column lists the number of clashes averaged over the ensemble. 1  A  1637  362  1561  10±3  2  C  168  29  165  0±0  2  B  168  31  168  1±1  3  D  157  28  155  1±1  All  All  31950  6750  30735  160 The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 3.
Mol Chain Non-H H(model) H(added) Clashes
All unique clashes are listed below, sorted by their clash magnitude. In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all PDB entries followed by that with respect to all NMR entries. The Analysed column shows the number of residues for which the backbone conformation was analysed and the total number of residues. In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all PDB entries followed by that with respect to all NMR entries. The Analysed column shows the number of residues for which the sidechain conformation was analysed and the total number of residues. 6.4 Non-standard residues in protein, DNA, RNA chains i ○ 23 non-standard protein/DNA/RNA residues are modelled in this entry.
Mol Chain

In the following table, the Counts columns list the number of bonds for which Mogul statistics could be retrieved, the number of bonds that are observed in the model and the number of bonds that are defined in the chemical component dictionary. The Link column lists molecule types, if any, to which the group is linked. The Z score for a bond length is the number of standard deviations the observed value is removed from the expected value. A bond length with |Z| > 2 is considered an outlier worth inspection. RMSZ is the average root-mean-square of all Z scores of the bond lengths. There are no bond-length outliers.
There are no torsion outliers.
There are no ring outliers.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
There are no ligands in this entry.
Other polymers i ○
There are no such molecules in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry. There are no statistically unusual chemical shifts.
Random Coil Index (RCI) plots i ○
The image below reports random coil index values for the protein chains in the structure. The height of each bar gives a probability of a given residue to be disordered, as predicted from the available chemical shifts and the amino acid sequence. A value above 0.2 is an indication of significant predicted disorder. The colour of the bar shows whether the residue is in the welldefined core (black) or in the ill-defined residue ranges (cyan), as described in section 2 on ensemble composition.
